Explicitly Correlated Orbital Optimized Contracted Pair Correlation Methods: A Short Overview.
Designing efficient algorithms to apply highly accurate pair correlation methods to large molecules of scientific interest has remained an important field of research for a long period of time. We present a new approach toward fast algorithms, which represents an interesting alternative and extension to currently existing methods. The presented new contraction scheme saves a significant amount of memory and can be easily combined with efficient linear scaling algorithms. Additionally, the extension to orbital optimization and explicitly correlated f12-theory is demonstrated to further improve accuracy and applicablility.